Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.004 Å; R factor = 0.068; wR factor = 0.177; data-to-parameter ratio = 16.3.
The title compound, C 15 H 12 O 2 S, features three fused rings with a dihedral angle of 79.6 (2) between the isopropenyl group and the thiophene ring. In the crystal, molecules are connected into a supramolecular helical chain via C-HÁ Á ÁO contacts.
Related literature
The title compound was obtained unexpectedly during an attempt to prepare 4-methyl-7-(2-methylbut-3-yn-2-ylthio)-2H-chromen-2-one, a key intermediate in our study of the synthesis of potential anti-HIV heterocyclic agents (Chen et al., 2004) Experimental Crystal data Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx þ 1; y À 1 2 ; Àz þ 1 2 .
Data collection: SMART (Bruker, 2000); cell refinement: SAINT (Bruker, 2000); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXL97. 9-Isopropenyl-4-methyl-2H-thieno[2,3-h]chromen-2-one S. Xu, Y. Chen and P. Xia Comment 4-Methyl-7-(2-methylbut-3-yn-2-ylthio)-2H-chromen-2-one is a key intermediate in our study on synthesizing potential anti-HIV heterocyclic agents (Chen et al., 2004) . We attempted to prepare this by the reaction of 7-mercapto-4-methyl-2H-chromen-2-one with 2-methylbut-3-yn-2-ol in the presence of a catalytic amount of p-toluenesulphonate in refluxing toluene. To our surprise, an unexpected product (I) was obtained, which was structurally characterized by 1 H NMR, MS, HRMS. The molecular structure was confirmed by X-ray diffraction. The determination of the structure of (I) is important for discovering the mechanism of this unexpected reaction. The full structural details of (I) are reported herein.
The molecular structure of (I), Fig. 1 , shows three fused rings. The C10-C11 and C12-C13 bond distances of 1.351 (3) and 1.328 (4) Å, respectively indicate typical C=C double bonds. The isopropenyl group and the thiophene ring make a dihedral angle of 79.6 (2)°, due to the charge repulsion between π-electrons of isopropenyl group and the lactone-oxygen lone pair of electron lactone as well as unfavourable steric interactions. The molecular packing is stabilized by C-H···O contacts that link molecules into a supramolecular helical chain along the b-axis (Table 1) .
Experimental
A mixture of 7-mercapto-4-methyl-2H-chromen-2-one (961 mg, 5 mmol), 2-methylbut-3-yn-2-ol (6 ml, 60 mmol) and pyridinium p-toluenesulphonate (90 mg, 0.36 mmol) in dry toluene (30 ml) was refluxed for 6 h. After the toluene was evaporated in vacuo, the residue was purified by silica gel column chromatography (petroleum ether / acetone = 15 / 1) to afford 260 mg of (I); yield 21.3%. Recrystallization from isopropyl ether gave colourless crystals.
Refinement
All H atoms were placed in the idealized positions with C-H = 0.93-0.96 Å, and with U iso (H) = 1.2-1.5 U eq (C). Fig. 1 . The molecular structure of (I), with atom labels and 30% probability displacement ellipsoids for non-H atoms. 0.0338 (9) 0.0599 (10) 0.0531 (9) 0.0017 (7) 0.0113 (7) −0.0063 (7) 
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